© 2002 American Chemical Society, J. Phys. Chem. A, Kupka jp020987m Supporting Info Page 1

SUPPORTING INFORMATION

Authors: Teobald Kupka, Branko Ruscic and Robert E. Botto

Title: Towards Hartree-Fock and Density Functional Complete Basis Set Predicted
NMR Parameters. '

Journal: J. Phys. Chem. A.

SUPPLEMENTARY MATERIAL

Tab. 1. DFT, RHF and MP2 optimized ammonia geometry, nonscaled harmonic

vibrations, dipole moment and energy.

Tab. 2A. DFT, RHF and MP2 optimized dinitrogen geometry, harmonic vibrations and

energy.

Tab. 2B. DFT, RHF and MP2 optimized methane geometry and energy.

Tab. 2C. DFT and RHF optimized ethene geometry and energy.

Tab. 2D. DFT, RHF and MP2 optimized HCN geometry, dipole moment and energy.

Tab. 2E. DFT and RHF optimized CH;CN geometry, dipole moment and energy.

Tab. 3A. The aug-cc-pVxZ basis set dependence of GIAO predicted ammonia isotropic
shieldings (in ppm), dipole moment (in D) and energy (in au).

- Tab. 3B. The cc-pVxZ basis set dependence of GIAO predicted ammonia isotropic

shieldings (in ppm), dipole moment (in D) and energy (in au).

Tab. 3C. The aug-cc-pCVxZ basis set dependence of GIAO predicted ammonia.
isotropic shieldings (in ppm), dipole moment (in D) and energy (in au).

Tab. 3D. The cc-pCVXZ basis set dependence of GIAO predicted ammonia isotropic
shieldings (in ppm), dipole moment (in D) and energy (in au).

Tab. 4A. Basis set dependence of GIAO predicted dinitrogen NMR parameters
(in ppm) and energy (in au).

Tab. 4B. Basis set dependence of GIAO predicted ethene NMR parameters (in

ppm) and energy (in au).

Tab. 4C. Basis set dependence of GIAO predicted acetonitrile NMR parameters
(in ppm), dipole moment (in D) and energy (in au).

Tab. 5. Basis set dependence of GIAO predicted methane isotropic shieldings (in
ppm) and energy (aug- and cc-pVxZbasis sets).

Tab. 6A. Basis set dependence of GIAO predicted HCN isotropic shieldings (in ppm),
dipole moment and energy (aug-cc-pVxZ basis set).

Tab. 6B. The cc-pVxZ Basis set dependence of GIAO predicted HCN isotropic
shieldings (in ppm), dipole moment and energy.
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